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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 9.40 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore I | N 13
Ramachandran outliers I T 6.1%
Sidechain outliers I DN 11.9%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction
of residues that are not modelled. The numeric value for each fraction is indicated below the
corresponding segment, with a dot representing fractions <=5%

Mol | Chain | Length Quality of chain
1 1 218 28% 1% .. 57%
1 2 218 29% 1% .. 57%
1 3 218 31% 1% . 57%
1 4 218 32% 0% - 57%
1 ) 218 28% 2% - 57%
1 6 218 30% 0% - - 57%
2 A 810 65% 27% 6% -v
2 B 810 65% 25% % .-
2 C 810 67% 26% 6% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2 D 810 67% 24% %
2 E 810 66% 25% %
2 F 810 64% 27% 6% -v
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 41838 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called Adapter protein MecA 1.

Mol | Chain | Residues Atoms AltConf | Trace
1 1 o4 T7O7t;Ll 438 11;13 1C5)4 2 0 0
IBEREF ST HERE
IEEREF T HERE
IEEREF T HERE
IBEREF T HERE
INEREF YT HERE

e Molecule 2 is a protein called Negative regulator of genetic competence ClpC/MecB.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 A 798 6196 3848 1120 1213 15 0 0

Total C N O S
2 B | 6106 3848 1120 1213 15 0 0

Total C N O S
2 C 798 6196 3848 1120 1213 15 0 0

Total C N O S
2 D 798 6196 3848 1120 1213 15 0 0

Total C N O S
2 2 798 6196 3848 1120 1213 15 0 0

Total C N O S
2 F 798 6196 3848 1120 1213 15 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
A 618 ALA GLU | ENGINEERED MUTATION | UNP P37571

Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
B 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
B 618 ALA GLU | ENGINEERED MUTATION | UNP P37571
C 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
C 618 ALA GLU | ENGINEERED MUTATION | UNP P37571
D 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
D 618 ALA GLU | ENGINEERED MUTATION | UNP P37571
E 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
E 618 ALA GLU | ENGINEERED MUTATION | UNP P37571
F 280 ALA GLU | ENGINEERED MUTATION | UNP P37571
F 618 ALA GLU | ENGINEERED MUTATION | UNP P37571
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive
residues without any outlier are shown as a green connector. Residues present in the sample, but
not in the model, are shown in grey.

e Molecule 1: Adapter protein MecA 1

Chain 1: 28% 11% .. 57%

F136
E137
V139
I140
Y155
Y161
Y162
Y164
V165
D166
F167
E174
V175
N177

Y185
L196
1203
1204
S205
E210
T211

e Molecule 1: Adapter protein MecA 1

3

V130
L131

Chain 2: 29% 11% -« 57%

& & &= IS T B ComPBERR S B8 5 mS SmSms 8
— - - R = R B R R Bl e et S B < 1]
[ (3 m A XAaEs> B > PEEEAn m>x<B dFE = O HEX

e Molecule 1: Adapter protein MecA 1

N177
|
S180
|
E184
|
H194

1196
|
1204

E206
H207

V130
L131
K144
V147
5150
T153

Y155

e Molecule 1: Adapter protein MecA 1

F157
Y161
Y162
V165
D166
N169
M170
V175

Chain 4: 32% 10% - 57%

WO RLDWIDE
PROTEIN DATA BANK

Unified Data Resource for J0EM


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

3J3R

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 7

L

STCH
1121
80Ty

LOTH
9023

j4an
€021

9611
S8TA
08TS
LLIN
9,14
SLTA

L9T4

S9TA

-

T9TA

Ll

671D

Adapter protein MecA 1

LYTA

147458

wis

LETH

*

e Molecule 1

O0ETA

57%

12%

28%

Chain 5

STCH

[aran
112l

802V
LOTH

€021
20eT

9611

L8TL

2811
1811

6LTT

LLIN
9.7

SOTA

(4298
T9TX

¥STT

TSTH

8YIN

9VIN

TYIA

(4725
T71S

B6ETA

9€Td

0ETA

Adapter protein MecA 1

e Molecule 1

57%

10%

30%

Chain 6

vien

6021
802y

L

0TI
€0CI

66TA

T6TI

v81d
€811

1811

6.L11

991a
S9TA

-

T9TA

7511

2STL

8YIN

9V IN

Negative regulator of genetic competence ClpC/MecB

4745’8

9€Td

ety
TE€TT

e Molecule 2

6%

27%

65%

Chain A

1

LYY
id

6EA
8€1T

9¢e1

ced
T€L

621

LeN
9CH

w21
€y
{44

+

(oac
614
8Th

971

P11

otV

L61S

767

Z6TA

+
+

88TH

S8TH

€811

LL1a

€LTI

691Q

9911

€9TT

29Tl

89TV
LSTN

CSTY
TSTY

ovTd

6ETT
8ETA

SETH

62TA

0TV

(495

60711

LOTH
90Td

€0TA

00TH

Sev

seed
€eeY
L2ea

j£4°28

61€d
GTEL

€1€D

60€T

C8CTH
1821

6.2a
8.C1

9,21

v

0zyT

{454

60%.L

£0%Yd

00%s
66€D
86V
L6€d

76€T

C6ET

88€d

1

¥8ed
£8€S

T8€X
08€Y

8.L€S
LLET

S.LeEN
vLEV

TLEI
0LEV

YOETS

CT9EH
T9EH

-

TS€T

-

R LDWIDE

O

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



3J3R

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 8

78YL

1

08¥A

09%M

SSPa

6771
877

ovva
SHvL

evvl
B6ETY

EVD

TEVA

prans
9zva

¥29d

(442§

819V

L19a

TT94
0T9d

8094

009D

€65

€851

6,53

TLSH
048I

1984

€994
98I

85ST
LSSV

6%SA
8¥%5D

¥PST
€%Sd

0¥ss
6€9D

9€9Yd

Tesn
8TSY
STSY
Tesv

0ZsA

Wil

8€.LQ

SELN
YELT

*

0€LT

€TLA
eTLI

8TLH
LTLY
9TLY

3

TTL4
0TLA

90.Q

Ll

1694

0691
6891
889)

9893

1

T89H
T89N

9290

0L9K

899N

S99T

7591

TSON

6794
8€9Y
€91
€E9N

£08A

96.LA

Negative regulator of genetic competence ClpC/MecB

6.1

L8LH

9L.4

E€LLA

691

9S.LA

CTSLY

vl

e Molecule 2

7%

25%

65%

Chain B

9.0

YLK

0,4

891
7oA

190

633
8Gd

96D

€41

Eid
SYI

i
1

8€1

9€T
SeT

€EH

TeL

+

621

9CH

j44

0zd
674

LTV

P11

66TY

7614

TBTA
T6T1d

S8TY

28TA

€LTI

€971
29TL

85TV

TSTV

EVTD

8ETA

veTY
€ETH

62TA

0zTY

[43%5¢

60TT

LOTH
90T

701D

00TH

861

964

L2ed

sced
vZel

Teed
(4%

€0CN

]
STva
4528

(4574

6071

€074

00%S

86€EY

S6€T

88ed

78ed
€8€S
28EI

08€Y

8LES
LLET

SLEA
vLev
€LEV

89ed

T9EH

Ll

6G€d

felsion

Ll

vven

LEET

€EEY

T2sv

LISA

B
+

£8%M

08%A
6.L7A

L
L

9.1

v.1va
€LV

0L%d

9G%L
SS¥a

evvYe

ovvY

LEVE

TEVA

LTV

STV
ey

E€EON

0€91

294
929N

1294

6191
819V
1190

¥19A

+

965k

06Sd
6839S
889D
L8SA

8LSN

TLSI

€954
C¢9SI

%591

S%SD

€794
{47208

6€9D

Ll

T€81

STSY

€SV

OTLA

80LI
0,3

SO0LI

COLI
T0L4

S694

€691
2694

989

€893

9,90

0L9X

1

S991

299V

099A
639N

999N

%991

6794
8%9a
LY9N

Svod

8€9Y

T084

3

76.LT

Negative regulator of genetic competence ClpC/MecB

C6LI

LLLT

€LLA

69.1

S9.7T

¥9.d

9G.LA

TSLA

LyLY

eVLT
{42kt

+

8€.a

0ELT

SCLT

e Molecule 2

€CLA

6%
Hg-

26%

67%

Chain C

764

(47
168

084

o
~
=l

9.0

69D
891
191

S94

09I
694
894
LSS

Eid
SPI

ovyd
B6EA
8€T

9€1
SET

€€H

TeL

9CH

(44}

oca
614
8Td
LTV

711

+

64

lqan
seeI

0t12d

€0CN
2ozN
ToZH
0021
66TY
86TH

9611
S6TA

8873

S8TH

€8TI
28TA

691Q

9971

€911
Z9TL

09TL

8STV

0STS

ov1a

8ETA

62TA

(434

L7114

435

[42%8

80TI

(4098

964

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J3R

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 9

£€9¢Y

85€X

G5€Y
vseT

Ll

7ed

+

seed

€eeyd

sged
7Tel

61€d

€T€D
Clel
T1€D

60€T

v0€T

621

S9ZH

Yy

8€TY

veTT
€€CI

8ZCN

6¥PT
8vvd

SYPL
(g s

zEVD

*

LTHH

ST

€ChA

9T¥1
STva

€T¥T
(4574

6071

80%L

£0vYd

00%s

L6€4

S6€1
76€T1
£6€a
26EI

1

88€d

€8€S
Z8EI

08¢eY
9L
SGLEA
vLEV
TLEI

99ET

voen

98ST

08SX

LLSK

1954

08%A

274

TLYL

LSPY

689A

9894

C89H

0890

9,90

3

VLON
€194

-

6993

1994

299V

S§S9I

6794

SY9U

£Y9N

894
L€9D

€91
€E9N

Ll
B

vcod

6191

ST9T

ET9A

TT9%

1094

009D

€6SA

06Sd

0083
S6.0
¥6LT
€6LA

9L.4

vLLE

€LLA

S9.T

€94
9Ly

9S.LA
SSGLD

3

cv.La
VLI

6€LT

L

veLT
€€LH

Te€LL

1

LTLs
9TLN

€TLA
TTLI

1694

S694

2693

069H

1084

Negative regulator of genetic competence ClpC/MecB

e Molecule 2

7%

©
[)
H&

24%

67%

wn © ©
M M ]
o —

Chain D

<
~
=

0,4

90

694

LSS

€591

180

i

B6EA

621

9CH

€24

oca

Plqan
seeI

T2et

0t12d

I

702d

20CZN

6614
S6TA
T6TA
1614
061D

8814

€971
2911

09T.L

LSTN

LYTL

LOTH

€0TA

99€T

o1ed

80€d

L62S

vecI

1821

8,21
LL24

+
*

TLTV
0.2b
6924

csen

Py

€eCI
ceed
Teed
0ECTA

0L%3

9G¥L
€G¥A
£7PY
6E7Y

YEVD

TEVA

Levd

H

STvd

88ed

98¢y

(43198

*

SLEA
vLevV

0LEV

€694
265D

S89Y
7898

28SS

8LSN
LLSK

Ll

€994
C9SI

673

3

€¥Sd
[47h8

6€9D

Y€9d

C2ESH

S199

[45:0]
TI8I

COSKW

66%1

€670

£8%M

08%A
6L%A

9L¥I
SLva

€691

069N
6891

989%
G89N

SLOA

€194

0L94

S99T
7991

299V
959N
G591
7591

6794

L79A

S%94

9€90d

7€9T
€E9N

Ll

1294

+

3

Ll
+

009D

FCENY

T084
0083

¥6.LT

88.L)

LLLT

ELLA

691

99.4
SG9.LT

€924
c9LY

8S.LT

{472 §

LyLY

€7LT

8€.LQ

SELN

Negative regulator of genetic competence ClpC/MecB

€€.L4

0€LT

€TLA
¢TLI

8TLH
LTLY
9TLYA
ST.LE

TTL4

20LI

e Molecule 2

7%

25%

0
re)
]

66%

Chain E

©
~
o

220

TLD

0.4
69D
891
191
{42!

63934

999
1sb

LYV
vV

v

8€1

©
32}
o)

- ® o)
o ] o
= ) —

LeN
9CH

ey
ocd
614

LTV

<
-
)

— ™
- -
(=4 -

[}
~

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J3R

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 10

G8TY

€8TI

€911

€ETH

6CTA

{445

0TtV
6TTA

[49%5¢

60TT
80TI
LOTH
90T

L

00TH

964

[4a1

L8A
983

3

084

L
H

62eY

4438

1

(4%
61€d

[45°3%
T1€0
oted
e6ay

S98¢I
7821

CT8TH
7821

6,20

3
i

S6€I

v

8€TY

veTT

Teed

1

9zeI

912V

0ored

S0TA

20T
T0TH

6674
86TY

6EVY

9€Vd

zEVD

*

LTy

i

£ThA

3
L

STVE

0T¥d
6071

€074

66€D
86EY

88ed

3

T8EA

LLET

SLEN
vLeEY

TLE1
0Ley

i

S9€S

T9EH

Ll

0%Sss
6€5D
8€SI

SESH
7€Sd

TESH

L

918V

€150
215D

6054
9081
€053
V6L

€670
{43541

08%A
6L¥A

9L%1
S.%a

TLYL

0Lvd

69VS

9S¥L

TSHh

6¥¥1

1,994

S991

299V
799D

6794

SvoH
%90

6€9T
894

€91
€E9A

0€91

3
1

929N
S29a

6191

085D
675N

€%54d
{47408

0LLD
99.4
€924
9G.LA

€Y.

L

SELA

£eLY

TELL

LTLS

9T.LY

I

TTL4
OTLA

SO0LI

0023

Ll

€691

069K
6891

989
S89H

C89H

0890

8.9

9,90

€194

TLOA

699

208A

86.0

96,0

€6.LA

8.1

8LLS

vLLE

Negative regulator of genetic competence ClpC/MecB

e Molecule 2

6%

27%

e o
© ©
= S

64%

Chain F

L8A

=
00
Il-‘

L}

8.1
9.8

(L]

90
LSS
LvV
Eial
SPI

e

B6EA
8€1

9€1

€EH

TeL

621
82N

9CH
S§2H
w21
€24

ey

61d

911

711
E€TA

84

T0CH

H

86TH
L61S

761

S8TH

T8TA

LL1Q

€LTI

9971

€971

2911

6¥%1S

eiacs

[44%%

6CTA

9CTIN

[4qx:

0zTv
6TTA

(439!

b

LOTH
9073
SOTL
01D
€0TA

00TH

964

Ted

veed

Lzea

+

(/498

(42538
T1€D

L62S

vecI

S8¢I

1821

8.CI
Llgd
921

17X4 4
0.2b

89¢CI

Py

3

L]

+

lqan

0t12d

€0CN
{44

8EYN
LEVE

vEVD

TEYA

9¢vd
STHA

478

9171
STYE

80¥%L

+

00%S
66€D
86EY

96€d

v6€1
£6€a
C6ET

1

88€d
L8€T
98€4d

8LES

SLEA
vLEV

TLEI

T9EH

65€d

T€S1
8¢Sy
LTSy
925y
ract:s
0ZSA
STSH

€18h
218D

COSKH

6671

(474748

(%7444

S79d

EVON

8€9Y

Y€9T
EE9N

0€9T

ceov
6791
819V
L79a
9191
TT9X
8094
€091
009D
96394

€694
269D

685S

L8SA

€851

089%
6,54

€994
2981

8991

SS9
7991
€794
{47408

0¥ss
6€9D

7€9d

CESH

L8LD
9€.L3

TELL

1

LZL8

B6TLT
8TLH
PATN'S
9TLYA
STLE
PILT

TTLd
0TLA

S0LI

T0Ld

S694

€691

069
689A

€89
C89H

0890

1.9a
9190

I

899N

9993
99T
7994

299V

95N

7591

6794

T084
0083

S$6.Q
6.1
€6.LA

T6LH

LLLT

9S.A

€PLT
vl

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



Page 11 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3J3R

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 26037 Depositor
Resolution determination method | FSC at 0.5 cut-off Depositor
CTF correction method each defocus group on 3D level Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 20 Depositor
Minimum defocus (nm) 1500 Depositor
Maximum defocus (nm) 4000 Depositor
Magnification 59000 Depositor
Image detector FEI Eagle 4k*4k CCD Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | pyie71 17 <9 | RMSZ #|Z| >2
1 1 1.00 0/791 1.33 7/1064 (0.7%)
1 2 0.99 0/791 1.32 7/1064 (0.7%)
1 3 0.99 0/791 1.30 2/1064 (0.2%)
1 4 0.99 0/791 1.33 2/1064 (0.2%)
1 5 0.99 0/791 1.28 4/1064 (0.4%)
1 6 1.00 0/791 1.37 5/1064 (0.5%)
2 A 1.00 0/6265 1.29 30/8436 (0.4%)
2 B 1.00 0/6265 1.29 33/8436 (0.4%)
2 C 0.99 0/6265 1.30 26,/8436 (0.3%)
2 D 1.00 0/6265 1.28 32/8436 (0.4%)
2 E 1.01 0/6265 1.32 40/8436 (0.5%)
2 F 1.00 0/6265 1.30 36,/8436 (0.4%)
All All 1.00 | 0/42336 | 1.30 | 224/57000 (0.4%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

<
)

Chain | #Chirality outliers | #Planarity outliers
0 3

DD DN DN DO DO | = = = = =
| =D Q| | o o | wof nof =

OO OO OO OO OO OO
—
(@3

All

=
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There are no bond length outliers.

The worst 5 of 224 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 F 358 | TYR | CB-CG-CD2 | -10.16 114.90 121.00
2 A 801 | PHE | CB-CG-CD1 | -8.94 114.55 120.80
1 4 162 | TYR | CB-CG-CD1 | -8.93 115.64 121.00
2 F 358 | TYR | CB-CG-CD1 | 8.86 126.32 121.00
2 E 697 | PHE | CB-CG-CD2 | 8.79 126.95 120.80

There are no chirality outliers.

5 of 109 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 1 155 | TYR | Sidechain
1 1 161 | TYR | Sidechain
1 1 185 | TYR | Sidechain
1 2 161 | TYR | Sidechain
1 2 215 HIS | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 T 0 758 17 0
1 2 T 0 758 17 0
1 3 T 0 758 7 0
1 4 T 0 758 11 0
1 d e 0 758 15 0
1 6 77 0 758 17 0
2 A 6196 0 6289 190 0
2 B 6196 0 6289 202 0
2 C 6196 0 6289 169 0
2 D 6196 0 6289 166 0
2 E 6196 0 6289 156 0
2 F 6196 0 6289 175 0

All All 41838 0 42282 1061 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
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hydrogen atoms). The all-atom clashscore for this structure is 13.

The worst 5 of 1061 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:D:281:LEU:CD1 | 2:D:313:GLY:CA 1.78 1.61
2:E:278:1LE:HB 2:E:281:LEU:CD2 1.29 1.60
2:D:281:LEU:CD1 | 2:D:313:GLY:HA2 1.14 1.59
2:B:281:LEU:HD11 | 2:B:313:GLY:CA 1.34 1.58
2:A:278:1LE:HB 2:A:281:LEU:CD2 1.33 1.55

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM
entries.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 1 92/218 (42%) 73 (79%) | 11 (12%) | 8 (9%)
1 2 92/218 (42%) 76 (83%) | 11 (12%) | 5 (5%)
1 3 92/218 (42%) 79 (86%) 8 (9%) 5 (5%)
1 4 92/218 (42%) | 77 (84%) | 12 (13%) | 3 (3%)
1 5 92/218 (42%) 77 (84%) | 11 (12%) | 4 (4%)
1 6 92/218 (42%) 77 (84%) 8 (9%) 7 (8%)
2 A 794/810 (98%) | 640 (81%) | 102 (13%) | 52 (6%)
2 B 794/810 (98%) | 635 (80%) | 114 (14%) | 45 (6%)
2 C 794/810 (98%) | 627 (79%) | 119 (15%) | 48 (6%)
2 D 794/810 (98%) | 627 (79%) | 115 (14%) | 52 (6%)
2 E 794/810 (98%) | 632 (80%) | 118 (15%) | 44 (6%)
2 F 794/810 (98%) | 640 (81%) | 105 (13%) | 49 (6%)

All | All | 5316/6168 (86%) | 4260 (80%) | 734 (14%) | 322 (6%)
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5 of 322 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 1 217 ALA
1 2 147 VAL
1 2 217 ALA
1 3 147 VAL
1 4 147 VAL

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1 88/201 (44%) 80 (91%) 8 (9%) 38
1 2 88/201 (44%) 75 (85%) 13 (15%) 20
1 3 88/201 (44%) 77 (88%) 11 (12%) 26
1 4 88/201 (44%) 82 (93%) 6 (7%) 51
1 5 88/201 (44%) 77 (88%) 11 (12%) 26
1 6 88/201 (44%) 83 (94%) 5 (6%) 56
2 A 666,685 (97%) 587 (88%) | 79 (12%) 27
2 B 666/685 (97%) 581 (87%) | 85 (13%) 25
2 C 666/685 (97%) 590 (89%) | 76 (11%) 28
2 D 666/685 (97%) 593 (89%) | 73 (11%) 30
2 E 666/685 (97%) 577 (87%) | 89 (13%) 24
2 F 666,685 (97%) 584 (88%) | 82 (12%) 26

All All | 4524/5316 (85%) | 3986 (88%) | 538 (12%) 27

5 of 538 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 C 244 MET
2 D 59 LYS
2 F 424 ARG
2 C 354 LEU

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
2 C 531 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 64 such
sidechains are listed below:

Mol | Chain | Res | Type
2 C 468 ASN
2 D 228 ASN
2 F 434 GLN
2 C 513 GLN
2 D 76 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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